Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.048; wR factor = 0.130; data-to-parameter ratio = 15.1.
The six-membered ring of the uracil part of the title compound, C 24 H 28 N 2 O 4 , is nearly planar (r.m.s. deviation = 0.013 Å ); the aromatic ring of the 3,5-dimethylbenzyl substitutent is aligned at 85.4 (1) with respect to this mean plane. The phenyl ring of the substituent at the 1-position takes up two orientations in a 1:1 ratio. In the crystal, two molecules are liked by a pair of N-HÁ Á ÁO hydrogen bonds, generating a centrosymmetric hydrogen-bonded dimer.
Related literature
For the background to our studies on antiviral HIV chemicals, see: El-Brollosy et al. (2007 , 2008 , 2009 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; Ày þ 2; Àz þ 1.
Data collection: CrysAlis PRO (Agilent, 2010); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: X-SEED (Barbour, 2001); software used to prepare material for publication: publCIF (Westrip, 2010). 6-(3,5-Dimethylbenzyl)-5-ethyl-1-[(2-phenoxyethoxy)methyl]-1,2,3,4-tetrahydropyrimidine-2,4-dione N. R. El-Brollosy, A. A. El-Emam, O. A. Al-Deeb and S. W. Ng
Comment
Non-nucleoside reverse transcriptase inhibitors (NNRTIs) are chemicals for treating the human immunodeficiency virus (HIV), and the synthesis of such compounds represents a major thrust of our studies. We have synthesized several analogs of emivirine, TNK-651 and GCA-186 (El-Brollosy et al., 2007; 2008; 2009) . We have synthesized the title compound (Scheme I) as a GCA-186 analog but with phenoxyethoxymethyl and ethyl substituents instead of ethoxymethyl and isopropyl at the 1-and 5-positions. Its antiviral activity against HIV will be reported elsewhere.
The six-membered ring of the uracil part is planar. The aromatic ring of the 3,5-dimethylbenzyl substitutent is aligned at 85.4 (1)° with respect to this plane. The phenyl ring of the substituent at the 1-position is disordered over two orientations in a 1:1 ratio ( Fig. 1 ). Two molecules are liked by an N-H···O hydrogen bond to generate a centrosymmetric hydrogen-bonded dimer ( Table 1) .
Experimental 5-Ethyl-6-(3,5-dimethylbenzyl)uracil (0.258 g,1 mmol) was stirred in anhydrous acetontrile (15 ml) under nitrogen and N,O-bis(trimethylsilyl)acetamide (0.87 ml, 3.5 mol) was added. The clear solution -50° C and trimethylsilyl trifluoromethanesulfonate (0.18 ml, 1 mmol) was added followed by the dropwise addition of bis-(phenoxyethyloxy)methane (0.576 mg, 2 mmol). The mixture was stirred at room temperature for 4 h. The reaction was quenched with saturate sodium bicarbonate soluiton (5 ml). The solvent was evaporated under reduced pressure. The residue was extracted with ether (3 x 50 ml); the combined organic fractions were dried over magnesium sulfate. The solvent was removed and the residue was chromatographed on silica gel column with chloroform to afford a white solid. This was recrystallized from ethanol to yield the title compound as colorless crystals.
Refinement
Carbon-bound H-atoms were placed in calculated positions [C-H 0.95 to 0.98 Å, U iso (H) 1.2 to 1.5U eq (C)] and were included in the refinement in the riding model approximation.
The amino H-atom was located in a difference Fourier map, and was freely refined.
The phenyl ring is disordered over two positions; the disorder could not be refined and was regarded as a is a 1:1 type of disorder. The ring was refined as a rigid hexagon of 1.39 Å sides. The temperature factors of the primed atoms were set to those of the unprimed ones; the pair of O-C phenyl distances were restrained to within 0.01 of each other. (7) −0.0053 (7) 0.0047 (6) 0.0009 (7) N2 0.0188 (7) 0.0235 (9) 0.0142 (7) −0.0030 (7) 0.0028 (6) −0.0016 (7) O1 0.0305 (7) 0.0412 (9) 0.0151 (6) −0.0050 (7) 0.0035 (5) −0.0015 (6) O2 0.0257 (7) 0.0348 (8) 0.0202 (6) −0.0111 (6) 0.0040 (5) 0.0003 (6) O3 0.0187 (6) 0.0374 (8) 0.0182 (6) 0.0007 (6) 0.0013 (5) 0.0028 (6) O4 0.0285 (7) 0.0444 (9) 0.0235 (7) 0.0064 (7) −0.0068 (6) −0.0081 (7) C1 0.0197 (9) 0.0259 (11) 0.0166 (9) 0.0023 (8) 0.0032 (7) 0.0006 (8) C2 0.0184 (9) 0.0216 (10) 0.0200 (9) −0.0009 (7) 0.0019 (7 
